Prediction of electrophoretic mobilities of alkyl- and alkenylpyridines in capillary electrophoresis using artificial neural networks.
The electrophoretic mobilities of 31 isomeric alkyl- and alkenylpyridines in capillary electrophoresis were predicted using an artificial neural network (ANN). The multiple linear regression (MLR) technique was used to select the descriptors as inputs for the artificial neural network. The neural network is a fully connected back-propagation model with a 3-6-1 architecture. The results obtained using the neural network were compared with those obtained using the MLR technique. Standard error of training and standard error of prediction were 6.28 and 5.11%, respectively, for the MLR model and 1.03 and 1.20%, respectively, for the ANN model. Two geometric parameters and one electronic descriptor that were used as inputs in the ANN are able to distinguish between the isomers.